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CARBOHYDRATES 
Chair: Helene Perrault 
Room:  Presidential South 
MOEam 10:15 MALDI IT/RTOF and ESI IT Multistage MS of 
Glycopeptides and Glycoconjugates from Human 
Plasma Proteins; Guenter Allmaier1; Martin Zehl1; 
Martina Kleinova1; Uwe Demelbauer2; Andreas Rizzi2; 
1Vienna University of Technology, Vienna, Austria; 
2University of Vienna, Vienna, Austria 
MOEam 10:35 Comparison of Collision-Induced Dissociation and 
Infrared Multiphoton Dissociation in the Structural 
Determination of Oligosaccharides; Jinhua Zhang; 
Katherine  Schubothe; Carlito B. Lebrilla; University of 
California, Davis, CA 
MOEam 10:55 Site-Specific Glycosylation Study by Automated 
Structure Analysis of MS/MS Spectra of N-linked 
Glycans Using StrOligo; Martin Ethier; Oleg Krokhin; 
Werner Ens; Kenneth G. Standing; John A. Wilkins; 
Hélène Perreault; University of Manitoba, Winnipeg, 
Canada 
MOEam 11:15 The Tagging-via-Substrate Technology for the 
Proteomic Analysis of O-GlcNAc Modified Proteins 
in Cell Cultures from Diverse Organisms; Robert  
Sprung; Animesh  Nandi; Yue Chen; Deb Barma; Mark  
Lehrman; John Falck; Yingming Zhao; UT 
Southwestern Medical Center, Dallas, TX 
MOEam 11:35 Definition of the Bacterial Lipopolysaccharide 
Structures that Induce Systemic Resistance in Crop 
Plants; James C Reynolds1; Peter A H M Bakker2; 
Kees van Loon2; Jane E Thomas-Oates1; 1University of 
York, York, UK; 2Universiteit Utrecht, Utrecht, The 
Netherlands 
MOEam 11:55 Study of Advanced Glycosylation End Products by 
MALDI-TOF-MS and nanoLC-Q-q-TOF MS/MS: 
Application to Apolipoprotein A-I from Human 
Plasma; Caroline  Tokarski1; Cécile Cren-Olivé1; 
Gérald Luc2; Christian Rolando1; 1Université des 
Sciences et Technologies de Lille, Villeneuve d'Ascq, 
France; 2Institut Pasteur de Lille, Lille, France 
CHIRAL CLUSTERS:  MASS SPECTROMETRY AND THE 
ORIGIN OF LIFE 
Chair:  Graham Cooks 
Room:  Presidential Ballroom North 
MOFam 10:15 Ion-Molecule Reactions of the Protonated Serine 
Octomer:  Implications on the Emergence of 
Homochirality; Richard A. J. O'Hair2; Scott Gronert1; 
Adelaide Fagin1; 1San Francisco State University, San 
Francisco, CA; 2University of Melbourne, Melbourne, 
Australia 
MOFam 10:35 Homochiral Clusters of Serine Studied by Ion Soft-
Landing: Implications for the Origin of 
Homochirality; Sergio C. Nanita; Zoltán  Takáts; R. 
Graham Cooks; Purdue University, West Lafayette, IN 
MOFam 10:55 Elucidating Structures of Protonated Amino Acid 
Clusters from H/D Exchange Experiments: The 
Protonated Serine Octamer; Ulf Mazurek1; Bryan G 
Reuben2; Melinda A McFarland3; Alan G Marshall3; 
Chava Lifshitz1; 1The Hebrew University of Jerusalem, 
Jerusalem, Israel; 2South Bank University, London, 
UK; 3Florida State University, Tallahassee, FL 
MOFam 11:15 Chiral Differentiation and Structural 
Characterization of Proton Bound Amino Acid 
Multimers using IR Photodissociation Spectroscopy 
with Fourier Transform Mass Spectrometry; Harold 
Y. Hwang1; Cheng Lin1; HanBin Oh2; Kathrin 
Breuker3; Barry K. Carpenter1; Fred W. McLafferty1; 
1Cornell University, Ithaca, NY; 2Sogang University, 
Seoul, South Korea; 3University of Innsbruck, 
Innsbruck, Austria 
MOFam 11:35 Chiral Selectivity in the Formation of Noncovalent 
Clusters of Amino Acids; Ryan R. Julian; Sunnie  
Myung; David E. Clemmer; Indiana University, 
Bloomington, IN 
MOFam 11:55 Collision Induced Dissociation of Multiply Charged 
Serine Clusters; Preben  Hvelplund; Jimmy Rangama; 
Bo  Liu; Anders B Nielsen; Steen Brøndsted  Nielsen; 
Shigeo Tomita; University of Aarhus, Aarhus, Denmark 
 
MONDAY AFTERNOON ORALS 
 
MASS SPECTROMETRY IN DRUG DISCOVERY AND 
DEVELOPMENT ADME STUDIES 
Chair:  Ragu Ramanathan 
Room:  Delta Ballroom A 
MOApm 03:00 Strategies for Using Mass Spectrometry for ADME 
Studies in a Drug Discovery Environment; Walter A. 
Korfmacher Schering-Plough Res Inst, Kenilworth, NJ 
MOApm 03:20 Development of a High Throughput In-Vitro Assay 
for Glutathione Conjugated Metabolites Using an 
Automated Chip Based Nanoelectrospray MS/MS 
Method; Yue Chen; Li J. Yu; Cornelis E. Hop; Pfizer 
Global Research & Development, Groton, CT 
MOApm 03:40 Selective Detection of Metabolite Ions of Non-
Radiolabeled Drugs in Complex Biological Matrices 
Using Mass Defect Filter Approach; Haiying Zhang; 
Kenneth Ray; Weiping Zhao; Donglu Zhang; Stephen 
Gozo; Mingshe Zhu; Bristol-Myers Squibb 
Pharmaceutical Research Insti, Princeton, NJ 
MOApm 04:00 Characterization of Novel C-Demethylated 
Metabolites of (Tert-Butyl-Benzyl)Pyridyl 
Sulfonamide Analog, an EP2-Receptor Agonist by 
LC/ MS/MS and LC-NMR/MS; Kim Johnson; 
Thomas  O'Connell; Chandra Prakash; Pfizer, Groton, 
CT 
MOApm 04:20 A Novel Approach to Metabolite id by High 
Resolution Chromatography Coupled to High 
Resolution TOFMS; Jose Castro-Perez13; Steve 
Preece13; Karine Joncour2; Iain  Beattie2; Andy Wright2; 
Robert Plumb13; Jennifer  Granger13; 1Waters Corp, 
Manchester, UK; 2AstraZeneca, Loughborough, UK; 
3Waters Corp, Milford, MA 
MOApm 04:40 Metabolite Analysis Utilizing a Hybrid Triple 
Quadrupole/Linear Ion Trap Mass Spectrometer; 
Tania A. Sasaki; Elliott B. Jones; Alicia Du; Applied 
Biosystems, Foster City, CA 
ATMOSPHERIC PRESSURE PHOTOIONIZATION & 
CHEMICAL IONIZATION 
Chair:  Jack Syage 
Room:  Delta Ballroom B 
MOBpm 03:00 APCI and APPI: Why and How?; Andries P Bruins 
University of Groningen, Groningen, The Netherlands 
MOBpm 03:40 APPI as Ionization for Highly Efficient CE-MS; 
Karin E. Markides1; Sara L. Nilsson1; C. Andersson2; 
Per J.R. Sjöberg3; Dan Bylund2; Patrik  Pettersson2; 
Magnus Jörntén-Karlsson2; 1Uppsala University, 
Uppsala, Sweden; 2AstraZeneca, Lund, Sweden; 
3Gyros, Uppsala, Sweden 
MOBpm 04:00 Applications of APPI-MS for Drug Discovery; 
Michael J. Greig; Ben Bolanos; Bradley Mikesell; 
Catherine Pham; Terri Quenzer; Stone D.-H. Shi; 
Manuel Ventura; Pfizer, San Diego, CA 
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MOBpm 04:20 APPI Application on the Bioanalysis of Progesterone 
in Dog K3 EDTA Plasma; Richard Olsen1; Holly 
Lusk1; Chris Sartwell1; Erica Nachi1; Patrick Lin1; Jean 
Lee1; Jean-Francosi Alary2; 1MDS Pharma Services, 
Lincoln, NE; 2MDS Sciex, Concord, Ontario, Canada 
MOBpm 04:40 Identification of Trace Level Metabolites Using 
LC/MS with Atmospheric Pressure Photoionization 
(APPI); Jesse L. Balcer; Jeffery R. Gilbert; Sara J. 
Linder; Dow AgroSciences, Indianapolis, IN 
MECHANISMS OF PEPTIDE FRAGMENTATION 
Chair:  Vicki Wysocki 
Room:  Delta Ballroom C 
MOCpm 03:00 Formation of (bn-1+H2O) Ions by Collisional 
Activation of MALDI-formed Peptide [M + H] + Ions 
in a QqTOF Mass Spectrometer; Kenneth G.  
Standing; Yi-Min She; Alexandre Loboda; Werner Ens; 
John B. Westmore; University of Manitoba, Winnipeg, 
MB Canada 
MOCpm 03:20 Electron Detachment Dissociation in Quadrupole 
Ion Trap Highlights Dominant Cα-C Backbone 
Fragmentation in Polypeptide Radical Anions; Frank 
Kjeldsen1;   2; Oleg A. Silivra1; Igor A. Ivonin1; Roman 
A.  Zubarev1; 1Uppsala University, Uppsala, Sweden; 
2University of Southern Denmark, Odense, Denmark 
MOCpm 03:40 Fragmentation Mechanisms of Molecular Radical 
Cations of Peptides; Galina Orlova; Yuyong Ke; Alan 
C. Hopkinson; K.W. Michael Siu; York University, 
Toronto, ON, Canada 
MOCpm 04:00 Fragmentation Energetics for Protonated Peptides 
from Time-and Energy-Resolved Surface-Induced 
Dissociation Studies; Julia Laskin1; Thomas H. 
Bailey2; Jean H. Futrell1; 1Pacific Northwest National 
Laboratory, Richland, WA; 2University of Delaware, 
Newark, DE 
MOCpm 04:20 Structure and Fragmentation Pathways of Singly 
and Doubly Charged Arginine Containing Tryptic 
Peptides; Bela Paizs1; Martinal  Schnölzer1; Uwe 
Warnken1; Sandor Suhai1; Arpad Somogyi2; 1German 
Cancer Research Center, Heidelberg, Germany; 
2University of Arizona, Tucson, AZ 
MOCpm 04:40 Charge State and Residue Dependence of Peptide 
Fragmentation; Yingying Huang1; Joseph M. 
Triscari2; Li Ji1; Vicki H. Wysocki1; Ljiljana  Pasa-
Tolic3; Mary S. Lipton3; Richard D. Smith3; 1University 
of Arizona, Tucson, AZ; 2Science Application 
International Corporation, Tucson, AZ; 3Pacific 
Northwest National Laboratory, Richland, WA 
BIOINFORMATICS 
Chair:  David Fenyo 
Room:  Delta Ballroom D 
MODpm 03:00 Using a Model-and-Refine Strategy to Solve 
Problems in Proteomics; Rob Craig; Ronald C. 
Beavis; Beavis Informatics Ltd, Winnipeg, Manitoba, 
Canada 
MODpm 03:20 Accurate Assignment of the Statistical Significance 
of Protein Identification Results; Jan Eriksson1; 
David Fenyo2; 1Swedish University of Agricultural 
Sciences, Uppsala, Sweden; 2Amersham Biosciences, 
Uppsala, Sweden 
MODpm 03:40 SpectroArray: A New Software Tool for the 
Qualitative and Quantitative Analysis of LC-ESI-
MS Data; Xiao-jun Li; Hui Zhang; Eugene C. Yi; 
Parag Mallick; Ruedi Aebersold; The Institute for 
Systems Biology, Seattle, WA 
MODpm 04:00 An Informatics Platform for Global Proteomic 
Profiling and Biomarker Discovery Using LC-MS; 
Andrew Emili3; Salomeh Jelveh3; Soyong Ryu2; Guy 
Hamilton4; Eric Foss4; Yongyi Mao5; Dragan 
Radulovic1; 1Yale University, New Haven, CT; 2Florida 
Atlantic University, Boca Raton, FL; 3University of 
Toronto, Toronto, ON, Canada; 4Fred Hutchinson 
Cancer Research Center, Seattle, WA; 5University of 
Ottawa, Ottawa, ON, Canada 
MODpm 04:20 An Automated Method for Scanning LC-MS Data 
Sets for Biologically Significant Peptides and 
Proteins including Quantitative Profiling and 
Interactive Confirmation; Lennart Bjorkesten1; 
Anders Kaplan1; Malin Soderstrom1; Harald Pettersen1; 
Staffan Lindqvist1; Andreas F. Huhmer2; Karl Skold3; 
Marcus Svensson3; Per Andren3; 1Amersham 
Biosciences, Uppsala, Sweden; 2Thermo Electron 
Corporation, San Jose, CA; 3Uppsala University, 
Uppsala, Sweden 
MODpm 04:40 Informatics Techniques for Biomarker Discovery in 
Serum Using LC-FT-ICR Mass Spectrometry; 
Christopher J. Mason; Adam M. Hawkridge; David C. 
Muddiman; Kenneth L. Johnson; Ann L. Oberg; Mayo 
Clinic College of Medicine, Rochester, MN 
MASS SPECTROMETRY ANALYSIS OF  
FLAVORS AND FRAGRANCES 
Chair:  Dennis Switjer 
Room:  Presidential Ballroom South 
MOEpm 03:00 The Application of High Resolution Negative-ion 
Electrospray-Ionization FTICR Mass Spectrometry 
to the Analysis of Macadamia Nut Oils; Gary D 
Willett; Ahmad Mokhtari-Fard; Athol G Turner; The 
University of New South Wales, Sydney, Australia 
MOEpm 03:20 Proposed Mechanisms for the Fragmentation of 
Alkenamides (Tingle Compounds) by Low Energy 
Collisional Activation in a Triple Quadrupole Mass 
Spectrometer; Richard D. Hiserodt; Barry M. Pope; 
Michael Cossette; Mark L. Dewis; International 
Flavors & Fragrances Inc. (IFF), Union Beach, NJ 
MOEpm 03:40 Identification and Quantitative Assessment of 
Pesticide Residues from Citrus Using an Online 
[SPE] Cleanup Preceding LC/MS; Jerry 
Zweigenbaum; Michael Woodman; Agilent 
Technologies, Wilmington, DE 
MOEpm 04:00 Detection of Adulteration of Ginkgo Products in 
Seconds Using Nanospray Tandem Mass 
Spectrometry; Changqing Liu; Rupasri  Mandal ; 
Xing-Fang  Li; University of Alberta, Edmonton, AB, 
Canada 
MOEpm 04:20 The Essence of Plastic Odor in High Density 
Polyethylene (HDPE); Robert A.  Sanders; David V. 
Zyzak; Thomas R. Morsch; Melissa A. Strothers; The 
Procter & Gamble Company, Cincinnati, OH 
MOEpm 04:40 Characterization of Selenium-Enriched Yeast as a 
Candidate Certified Reference Material; Shona  
McSheehy; Zoltan Mester; National Research Council 
of Canada, Ottawa, ON, Canada 
INTRODUCTION TO SYSTEMS BIOLOGY AND  
THE ROLE OF MASS SPECTROMETRY 
Chair:  Stephen Naylor 
Room:  Presidential Ballroom North 
MOFpm 03:00 Systems Biology; The Past, Present, and Future; 
Fred.E Regnier Purdue University, W. Lafayette, IN 
MOFpm 03:40 Applied Systems Biology: Insight into Metabolic 
Disease Model; Eugene  Davidov1; Stephen  Naylor2; 
Clary  Clish3; 1Yale University, New Haven, CT; 2MIT, 
Cambridge, MA; 3Beyond Genomics Inc., Waltham, MA 
MOFpm 04:00 Mining Disease Susceptibility Genes through SNP 
Analyses and Expression Profiling by MALDI Mass 
Spectrometry; Kai Tang; Paul Oeth; Stefan Kammerer; 
